G (C 6 ) C 6 C 6 Figure S3 . Two-layer ONIOM methodology to calculate the radical generation energies (E r ) and stabilization energies (RSE) corresponding to the various C sites.
High-level regions are displayed in ball and stick while low-level regions in stick. Figure S4 . Two-layer ONIOM methodology to calculate the radical generation energies (E r ) and stabilization energies (RSE) corresponding to the various O sites.
High-level regions are displayed in ball and stick while low-level regions in stick. 
